LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@57120.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.534 61 76 96 rBV 264082 967831 100.00% 12.563%
2 2.001 215 221 236 rVB2 164656 281937 29.13% 3.660%
3 2.078 240 245 260 rVB2 102997 183412 18.95% 2.381%
4 2.152 263 268 279 rVB 68018 100926 10.43% 1.310%
5 2.666 414 428 444 rBV3 268713 554545 57.30% 7.198%
6 2.888 491 497 515 rVB 9068 15193 1.57% 0.197%
7 3.984 827 838 853 rVvB2 19521 45335 4.68% ©0.588%
8 4.753 1065 1077 1087 rBv2 18773 43298 4.47% 0.562%
9 5.136 1183 1196 1214 rVB 133171 290006 29.96% 3.764%
10 5.795 1386 1401 1424 rVB2 242743 600427 62.04% 7.794%
11  6.373 1566 1581 1598 rBV 225911 432824 44.72% 5.618%
12 6.653 1658 1668 1682 rVB5 11515 20597 2.13% 0.267%
13 6.795 1696 1712 1728 rBV2 143099 284305 29.38% 3.690%
14 7.634 1960 1973 1990 rBV2 63059 116412 12.03% 1.511%
15 7.955 2061 2073 2088 rBV 262724 478774 49.47% 6.215%
16 8.229 2149 2158 2170 rBV3 36140 63434 6.55% 0.823%
17 8.383 2198 2206 2216 rBV3 19909 34406 3.55% 0.447%
18 8.508 2236 2245 2255 rVB5 12895 21881 2.26% 0.284%
19 8.685 2286 2300 2326 rBV 184280 437001 45.15% 5.672%
20 9.444 2523 2536 2571 rVB 299651 575933 59.51% 7.476%
21 10.766 2932 2947 2961 rBV 85542 145966 15.08%  1.895%
22 10.894 2977 2987 3000 rVB2 12069 22214 2.30% 0.288%
23 11.695 3226 3236 3245 rBV9 9302 17491 1.81% 0.227%
24 11.746 3245 3252 3261 rVv8 9050 15791 1.63% 0.205%
25 11.817 3261 3274 3294 rVW 296557 532582 55.03% 6.913%
26 11.981 3320 3325 3341 rVB 4772 10724 1.11% 0.139%
27 12.193 3374 3391 3411 rVB 254241 457001 47.22%  5.932%
28 12.888 3595 3607 3616 rVB8 13801 21337  2.20% 0.277%
29 12.974 3623 3634 3645 rBV8 11845 20234 2.09% 0.263%
30 15.093 4284 4293 4305 rBV2 16846 26558 2.74%  0.345%
31 15.396 4376 4387 4401 rVB8 10805 18220 1.88% 0.236%
32 15.685 4463 4477 4489 rBV5 38818 66264 6.85% 0.860%
33 15.936 4544 4555 4569 rBV 233472 361545 37.36% 4.693%
34 16.125 4604 4614 4619 rBV1e 7135 11285 1.17% 0.146%

35 16.759 4801 4811 4821 rBV2 125107 191322 19.77%  2.483%

36 16.878 4834 4848 4866 rBV 117309 195733 20.22%  2.541%

SFAMUTR121123WMA.M Thu Dec 21 15:25:52 2023 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M

Title : TRACE VOA SFAM1.0

37 17.460 5022 5029 5043 rBV 17988 41328 4.27% 0.536%
Sum of corrected areas: 7704072
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU057120.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.534 11.18 ug/L 967831 1,4-Difluorobenzene 6.373

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

Abundance  Scan 76 (1.534 min): VU057120.D\data.ms (-61) (-) m/z 63.85 100.00%

3.9
5000 ’/\\Vf/ﬁ\w/j\J\
T
1.40 1.60 1.80
b L m/z 47.90  50.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 U L L]
1.40 1.60 1.80
m/z 65.90 4.78%
32.0
O\\\l‘\\!\‘\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.40 1.60 1.80
5000 m/z 49.90 2.63%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- B e
64.0 1.40 1.60 1.80
m/z 64.90 1.05%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R B L
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45

Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Aminomethanesulfonic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.078 2.12 ug/L 183412 1,4-Difluorobenzene 6.373
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 56
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
Abundance Scan 245 (2.078 min): VU057120.D\data.ms (-240) (-) m/z 63.90 100.00%
63.9
5000 e W
N ERERRE RS
1.80 2.00 2.20 2.40
Obrrr e b 89 m/z 47.96 50.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #415: Sulfur dioxide
64.0
5000 480 L B I L L BN B
1.80 2.00 2.20 2.40
m/z 43.90 13.28%
16.0 32"0
O\\\‘\\1\‘\\\\‘\\\\‘\\\\i\\\\‘\ 1\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6974: Aminomethanesulfonic acid
64.0
e EEERRsmEEs R
1.80 2.00 2.20 2.40
5000 48.0 m/z 65.90 5.19%
17.0
0 ‘\‘ 20 _76.0 96.0
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #406: Ethene, 1,1-difluoro- e EEERRNEEEE
64.0 1.80 2.00 2.20 2.40
m/z 49.80 2.31%
5000
45.0
31.0 ‘
om"HWH:“‘H‘H;‘!Hw"W‘m‘mwm_m_‘ R R Raa R R A R
m/z--> 10 20 30 40 50 60 70 80 90 100 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 2-Aminoethyl hydrogen sulfate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.152 1.17 ug/L 100926  1,4-Difluorobenzene 6.373
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 74
4 Sulfur dioxide 64 02S 007446-09-5 9
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
Abundance Scan 268 (2.152 min): VU057120.D\data.ms (-263) (-) m/z 63.90 100.00%
5000 479 /\/\JWL
T
1.80 2.00 2.20 2.40
Ol b e SRS ey M/Z 47.90 49.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 L L NN B R R I
1.80 2.00 2.20 2.40
m/z 65.90 5.36%
16.0 32"0
O\\\‘\\1\‘\\\\‘\\\\‘\\\\1\\\\‘\ }\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0
e ARARmEEE o
1.80 2.00 2.20 2.40
5000 48.0 m/z 49.80 3.05%
17.0
M 32.0 .
o+t e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #21639: 2-Aminoethyl hydrogen sulfate e A REEEE IR
64.0 1.80 2.00 2.20 2.40
m/z 64.90 1.78%
5000 48.0
0 b1 890 930 1110
R R R aiaa TR e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.685 0.62 ug/L 66264 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3-vinyl-3-methyl- 138 C9H140 068269-56-7 38
2 3-Methoxybenzyl alcohol 138 C8H1002 006971-51-3 35
3 3-Methoxybenzyl alcohol 138 C8H1002 006971-51-3 35
4 2-Methylbicyclo[3.2.1]octane 124 C9H16 1010215-28-0 25
5 Cyclopentanecarboxaldehyde, 2-me... 124 C8H120 1000154-24-0 25
Abundance Scan 4477 (15.685 min): VU057120.D\data.ms (-4463) (- m/z 138.00 100.00%
138.0
409 99
5000
193.0 A
—— T
‘ ‘ ‘ ‘ ‘ 281 15.50 16.00
0! L I L T wyz 9400 77.11%
miz-> 50 100 150 200 250
Abundance #20221: Cyclohexanone, 3-vinyl-3-methyl-
138.0
67.0
5000 L—— /\ I
27.0 15.50 16.00
m/z 83.00  73.22%
ki
0- ‘M\“‘h“\‘ \‘\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #19911: 3-Methoxybenzyl alcoho
138.0 A
b gy
15.50 16.00
5000 77.0 m/z 40.90 71.78%
107.0
Tall]
= 1 \M NH\ ‘JM‘MM‘ \‘M‘M “\‘ ‘\“ o P C
miz--> 50 100 150 200 250
Abundance #19910: 3-Methoxybenzyl alcohol = A =1
138.0 15.50 16.00
m/z 109.10  71.15%
5000
77.0
107.0
L]
o) M- \‘;\ }‘m ‘\\\M‘HH‘ \‘M‘M} ““ ‘h“ — — T —r h ‘ A
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Dodecanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.936 3.39 ug/L 361545 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanal 184 C12H240 000112-54-9 93
2 Dodecanal 184 C12H240 000112-54-9 91
3 Dodecanal 184 C12H240 000112-54-9 91
4 Tetradecanal 212 C14H280 000124-25-4 90
5 Tridecanal 198 C13H260 010486-19-8 90
Abundance Scan 4555 (15.936 min): VU057120.D\data.ms (-4544) (- | m/z 57.00 100.00%
57.0
5000 Jkﬁm
140.1 16 00
o 2688 n/z 40.95  96.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #58867: Dodecanal
41.0
82.0
5000 ‘/\
1600
m/z 55.0 92.20%
‘ 10.0340.0
O \H‘HH‘ ‘H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #58869: Dodecana
57.0
1600
5000 96.0 m/z 43.0 80.25%
29.0
140.0
oL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #58865: Dodecana
41.0 1600
m/z 82.0 71.00%
82.0
5000
1001400
OWM HHM\1840
m/z--> 20 40 60 80 100120140160180200220240260 1600
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.759 1.80 ug/L 191322 1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 96
2 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 96
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 95
4 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 94
5 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 83
Abundance Scan 4811 (16.759 min): VU057120.D\data.ms (-4801) (- | m/z 177.05 100.00%
177.1
5000, 410 135.0 220.1 k
90.9
16 50 17. 00
0 b 2889 s 40.95  49.28%
miz-> 50 100 150 200 250
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0
41.0
5000 ARy
135.0 16.50 17 00
‘ m/z 135.80  45.36%
ob \‘ ‘\u“\“u‘wh“ H\u H ‘HM“H ‘mu‘u M‘\\ “ “\‘ ot ‘ .
m/z--> 50 100 150 200 250
Abundance #99032: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0 220.0
T T /\/ﬂ Vi Vehat Y1
16.50 17.00
41.0 m/z 220.10  43.39%
5000 135.0 /
91.0
0! w“” \ML\‘M‘ w‘““ \‘\‘ ‘\‘ ‘ R ‘
miz--> 50 100 150 200 250
Abundance #99034: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet —— e
177.0 220.0 16.50 17.00
m/z 67.00 38.07%
50007 41.0
135.0
T )
oL \‘ ‘ ‘\\M“H‘ H“\ ‘H \‘H \“‘\\ ‘H\‘M‘ ‘\\ . “‘ \‘\‘ “ —— T N L I
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Butylated Hydroxytoluene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.878 1.84 ug/L 195733  1,4-Dichlorobenzene-d4 11.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 95
Abundance Scan 4848 (16.878 min): VU057120.D\data.ms (-4834) (- | m/z 205.10 100.00%
205.1
5000
i
57.0 AN S
‘ oo 1451 ‘ 1650 17.00
ol \“\ ‘uh‘m‘ ly “\“HW i ‘m‘m‘ HH'?%'O\‘ ‘\“ S 2‘8‘1“ m/z 220.10 21.38%
miz-> 50 100 150 200 250
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122023\
Data File : VU@57120.D

Acqg On : 21 Dec 2023 03:45
Operator : MD/SY

Sample : 05892-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.534 11.2 wug/L 967831 1 6.373 432824 5.0
Aminomethanesul... 2.078 2.1 wug/L 183412 1 6.373 432824 5.0
2-Aminoethyl hy... 2.152 1.2 ug/L 100926 1 6.373 432824 5.0
unknown-01 15.685 0.6 ug/L 66264 3 11.817 532582 5.0
Dodecanal 15.936 3.4 ug/L 361545 3 11.817 532582 5.0
2,5-Cyclohexadi... 16.759 1.8 wug/L 191322 3 11.817 532582 5.0
Butylated Hydro... 16.878 1.8 wug/L 195733 3 11.817 532582 5.0
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